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S5: Calculated Gibbs free energies for octylbenzene and nonylbenzene conformers at 298 K in the RRHO 
approximation. 

Octyl kJ/mol 

trans 0 

g1 0 

g1g2 1 

g1g3g4 6 

g1g2g4g5 3 

g1g'4 1 

g1g4 1 

g3 1 

g2 1 

g1g3 1 

g1g3g4g5 7 

 

 

 

 

Nonyl  kJ/mol 

trans 0 

g1 -1 

g1g3g4 2 

g1g2g4g5 5 

g1g'4 1 

g1g4 2 

g1g3 2 

g3 1 

g1g2 4 

g2 1 


